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MSW11 
Note: The crystallographic data have been deposited in the Cambridge Database (CCDC) and has been placed on 
hold pending further instructions from me.  The deposition number is 787543.  Ideally the CCDC would like 
the publication to contain a footnote of the type: "Crystallographic data have been deposited at the CCDC, 12 
Union Road, Cambridge CB2 1EZ, UK and copies can be obtained on request, free of charge, by quoting the 
publication citation and the deposition number 787543." 
Table 1.  Crystal data and structure refinement for MSW11 (CCDC 787543). 
Empirical formula  C82H90K4N2O6P4 
Formula weight  1479.84 
Crystallization Solvent  THF/pentane 
Crystal Habit  Column 
Crystal size 0.23 x 0.08 x 0.07 mm3 
Crystal color  Red  
 Data Collection  
Type of diffractometer  Bruker KAPPA APEX II 
Wavelength  0.71073 Å MoKα  
Data Collection Temperature  210(2) K 
θ range for 5485 reflections used 
in lattice determination  2.29 to 21.78° 
Unit cell dimensions a = 10.1565(12) Å α= 85.015(5)° 
 b = 11.1487(11) Å β= 87.679(5)° 
 c = 17.888(2) Å γ = 77.118(5)° 
Volume 1966.6(4) Å3 
Z 1 
Crystal system  Triclinic 
Space group  P-1 
Density (calculated) 1.250 Mg/m3 
F(000) 780 
Data collection program Bruker APEX2 v2009.7-0 
θ range for data collection 2.06 to 26.22° 
Completeness to θ = 26.22° 88.8 %  
Index ranges -12 ≤ h ≤ 12, -13 ≤ k ≤ 13, 0 ≤ l ≤ 22 
Data collection scan type  ω scans; 9 settings 
Data reduction program  Bruker SAINT-Plus v7.66A 
Reflections collected 7027 
Independent reflections 7027 [Rint= 0.0000] 
Absorption coefficient 0.360 mm-1 
Absorption correction TWINABS 
Max. and min. transmission 0.7453 and 0.5629
Table 1 (cont.) 
 Structure solution and Refinement  
Structure solution program  SHELXS-97 (Sheldrick, 2008) 
Primary solution method  Direct methods 
Secondary solution method  Difference Fourier map 
Hydrogen placement  Geometric positions 
Structure refinement program  SHELXL-97 (Sheldrick, 2008) 
Refinement method Full matrix least-squares on F2 
Data / restraints / parameters 7027 / 0 / 442 
Treatment of hydrogen atoms  Riding 
Goodness-of-fit on F2 1.627 
Final R indices [I>2σ(I),  4533 reflections] R1 = 0.0560, wR2 = 0.0867 
R indices (all data) R1 = 0.1025, wR2 = 0.0907 
Type of weighting scheme used Sigma 
Weighting scheme used w=1/σ2(Fo2) 
Max shift/error  0.000 
Average shift/error  0.000 
Largest diff. peak and hole 0.343 and -0.297 e.Å-3 
 Special Refinement Details  
Crystals were mounted on a loop using oil then placed on the diffractometer under a nitrogen stream at 
210K.  
The crystal is twinned. The two components of the twin were separated using CELL_NOW and differ from 
each other by a 2º rotation around the axis 1.0 -0.11 -0.21 in real space. The resulting P4P file was used to integrate 
each domain simultaneously and the resulting P4P with the refined orientations of each domain was recycled to 
repeat the integration. After two times of this the resulting intensities were separated with TWINABS and the file 
with the averaged intensities (TWIN4.HKL) was used for refinement. 
Refinement of F2 against ALL reflections.  The weighted R-factor (wR) and goodness of fit (S) are based 
on F2, conventional R-factors (R) are based on F, with F set to zero for negative F2. The threshold expression of F2 > 
2σ( F2) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement.  
R-factors based on F2 are statistically about twice as large as those based on F, and R-factors based on ALL data will 
be even larger. 
All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full 
covariance matrix.  The cell esds are taken into account individually in the estimation of esds in distances, angles 
and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal 
symmetry.  An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. 
 
 
 
 
 
 
 
 
 
 
 
 
Table 2.  Atomic coordinates ( x 104) and equivalent isotropic displacement parameters 
(Å2x 103) for MSW11 (CCDC 787543).  U(eq) is defined as the trace of the orthogonalized 
Uij tensor.  
________________________________________________________________________________ 
 x y z Ueq 
________________________________________________________________________________ 
K(1) 6922(1) 4014(1) 2797(1) 45(1) 
K(2) 3724(1) 4722(1) 986(1) 49(1) 
P(1) 3763(1) 3938(1) 2809(1) 41(1) 
P(2) 6789(1) 5148(1) 886(1) 44(1) 
O(1) 2393(3) 6950(2) 1327(1) 85(1) 
O(2) 6706(2) 5876(2) 3664(1) 55(1) 
O(3) 7793(2) 2256(2) 3916(1) 70(1) 
N(1) 6123(2) 2157(2) 1898(1) 33(1) 
C(1) 3619(3) 2363(2) 3025(1) 36(1) 
C(2) 2978(3) 1912(3) 3670(2) 46(1) 
C(3) 2923(3) 700(3) 3815(2) 56(1) 
C(4) 3508(3) -165(3) 3315(2) 62(1) 
C(5) 4156(3) 220(2) 2680(2) 49(1) 
C(6) 4230(3) 1445(2) 2530(2) 36(1) 
C(7) 4962(3) 1760(2) 1827(2) 34(1) 
C(8) 4505(3) 1613(2) 1126(2) 42(1) 
C(9) 5237(3) 1863(2) 485(2) 44(1) 
C(10) 6419(3) 2268(2) 555(2) 39(1) 
C(11) 6827(3) 2396(2) 1271(2) 32(1) 
C(12) 8130(3) 2766(2) 1402(1) 32(1) 
C(13) 8239(3) 4012(2) 1232(1) 32(1) 
C(14) 9466(3) 4279(2) 1441(1) 40(1) 
C(15) 10475(3) 3410(3) 1792(2) 42(1) 
C(16) 10349(3) 2211(3) 1951(2) 45(1) 
C(17) 9163(3) 1904(2) 1758(1) 40(1) 
C(18) 2474(3) 4859(2) 3393(1) 36(1) 
C(19) 1173(3) 4670(3) 3563(2) 49(1) 
C(20) 244(3) 5479(3) 3963(2) 61(1) 
C(21) 558(4) 6515(3) 4206(2) 64(1) 
C(22) 1817(3) 6750(3) 4034(2) 57(1) 
C(23) 2756(3) 5926(2) 3638(2) 44(1) 
C(24) 7425(3) 6577(2) 782(1) 38(1) 
C(25) 8331(3) 6801(3) 212(2) 50(1) 
C(26) 8689(3) 7925(3) 83(2) 62(1) 
C(27) 8134(4) 8869(3) 522(2) 65(1) 
C(28) 7254(3) 8683(3) 1094(2) 60(1) 
C(29) 6906(3) 7543(2) 1230(2) 46(1) 
C(30) 2875(4) 7902(3) 1601(2) 85(1) 
C(31) 1650(5) 8845(4) 1750(3) 126(2) 
C(32) 693(4) 8158(4) 2051(2) 105(1) 
C(33) 1054(5) 7000(3) 1684(3) 97(2) 
C(34) 6639(3) 7170(3) 3569(2) 61(1) 
C(35) 6370(3) 7633(3) 4346(2) 63(1) 
C(36) 5652(3) 6714(3) 4754(2) 57(1) 
C(37) 6350(3) 5542(3) 4419(2) 61(1) 
C(38) 7021(4) 1326(4) 3979(2) 80(1) 
C(39) 7921(5) 263(4) 3641(2) 94(1) 
C(40) 9321(4) 360(3) 3809(2) 85(1) 
C(41) 9162(4) 1651(3) 4016(2) 74(1) 
________________________________________________________________________________
Table 3.   Bond lengths [Å] and angles [°] for MSW11 (CCDC 787543). 
_______________________________________________________________________________
K(1)-O(2)  2.6634(18) 
K(1)-O(3)  2.705(2) 
K(1)-N(1)  2.9943(19) 
K(1)-C(12)  3.044(2) 
K(1)-C(13)  3.053(2) 
K(1)-P(1)  3.2276(10) 
K(1)-C(11)  3.416(2) 
K(1)-C(37)  3.456(3) 
K(1)-C(38)  3.498(3) 
K(1)-C(17)  3.493(3) 
K(1)-C(14)  3.515(3) 
K(1)-P(2)  3.5380(10) 
K(2)-O(1)  2.659(2) 
K(2)-P(2)  3.2479(11) 
K(2)-P(1)  3.3030(10) 
K(2)-C(8)  3.369(2) 
K(2)-P(2)#1  3.3943(10) 
K(2)-C(9)  3.395(3) 
K(2)-C(7)  3.491(2) 
K(2)-C(10)  3.526(3) 
K(2)-K(2)#1  4.3739(13) 
P(1)-C(1)  1.802(3) 
P(1)-C(18)  1.826(3) 
P(2)-C(13)  1.806(3) 
P(2)-C(24)  1.840(2) 
P(2)-K(2)#1  3.3943(10) 
O(1)-C(30)  1.395(3) 
O(1)-C(33)  1.470(5) 
O(2)-C(34)  1.424(3) 
O(2)-C(37)  1.424(3) 
O(3)-C(38)  1.427(3) 
O(3)-C(41)  1.414(4) 
N(1)-C(7)  1.362(3) 
N(1)-C(11)  1.344(3) 
C(1)-C(6)  1.431(4) 
C(1)-C(2)  1.411(3) 
C(2)-C(3)  1.367(3) 
C(3)-C(4)  1.390(4) 
C(4)-C(5)  1.375(4) 
C(5)-C(6)  1.386(3) 
C(6)-C(7)  1.489(3) 
C(7)-C(8)  1.391(3) 
C(8)-C(9)  1.383(4) 
C(9)-C(10)  1.387(3) 
C(10)-C(11)  1.390(3) 
C(11)-C(12)  1.503(3) 
C(12)-C(17)  1.388(3) 
C(12)-C(13)  1.424(3) 
C(13)-C(14)  1.416(3) 
C(14)-C(15)  1.373(4) 
C(15)-C(16)  1.375(3) 
C(16)-C(17)  1.388(3) 
C(18)-C(23)  1.394(3) 
C(18)-C(19)  1.401(4) 
C(19)-C(20)  1.376(4) 
C(20)-C(21)  1.375(4) 
C(21)-C(22)  1.379(4) 
C(22)-C(23)  1.386(4) 
C(24)-C(29)  1.394(4) 
C(24)-C(25)  1.390(4) 
C(25)-C(26)  1.379(3) 
C(26)-C(27)  1.372(4) 
C(27)-C(28)  1.364(4) 
C(28)-C(29)  1.392(3) 
C(30)-C(31)  1.471(5) 
C(31)-C(32)  1.427(5) 
C(32)-C(33)  1.467(5) 
C(34)-C(35)  1.517(4) 
C(35)-C(36)  1.509(3) 
C(36)-C(37)  1.502(4) 
C(38)-C(39)  1.484(5) 
C(39)-C(40)  1.494(5) 
C(40)-C(41)  1.490(4) 
 
O(2)-K(1)-O(3) 94.14(6) 
O(2)-K(1)-N(1) 160.04(7) 
O(3)-K(1)-N(1) 91.02(6) 
O(2)-K(1)-C(12) 148.76(6) 
O(3)-K(1)-C(12) 102.61(7) 
N(1)-K(1)-C(12) 46.87(6) 
O(2)-K(1)-C(13) 122.90(6) 
O(3)-K(1)-C(13) 123.12(7) 
N(1)-K(1)-C(13) 68.74(6) 
C(12)-K(1)-C(13) 27.01(6) 
O(2)-K(1)-P(1) 97.54(5) 
O(3)-K(1)-P(1) 100.05(6) 
N(1)-K(1)-P(1) 62.55(4) 
C(12)-K(1)-P(1) 105.12(5) 
C(13)-K(1)-P(1) 113.89(5) 
O(2)-K(1)-C(11) 161.57(6) 
O(3)-K(1)-C(11) 104.28(6) 
N(1)-K(1)-C(11) 23.02(5) 
C(12)-K(1)-C(11) 26.11(6) 
C(13)-K(1)-C(11) 45.72(6) 
P(1)-K(1)-C(11) 79.22(5) 
O(2)-K(1)-C(37) 22.48(6) 
O(3)-K(1)-C(37) 75.12(7) 
N(1)-K(1)-C(37) 146.04(7) 
C(12)-K(1)-C(37) 165.79(7) 
C(13)-K(1)-C(37) 144.48(7) 
P(1)-K(1)-C(37) 89.07(6) 
C(11)-K(1)-C(37) 168.02(7) 
O(2)-K(1)-C(38) 107.53(8) 
O(3)-K(1)-C(38) 22.24(6) 
N(1)-K(1)-C(38) 72.35(7) 
C(12)-K(1)-C(38) 97.25(8) 
C(13)-K(1)-C(38) 123.13(8) 
P(1)-K(1)-C(38) 80.72(6) 
C(11)-K(1)-C(38) 89.96(8) 
C(37)-K(1)-C(38) 85.66(8) 
O(2)-K(1)-C(17) 144.68(7) 
O(3)-K(1)-C(17) 81.03(7) 
N(1)-K(1)-C(17) 55.23(6) 
C(12)-K(1)-C(17) 23.24(6) 
C(13)-K(1)-C(17) 43.28(6) 
P(1)-K(1)-C(17) 117.78(5) 
C(11)-K(1)-C(17) 42.20(6) 
C(37)-K(1)-C(17) 146.91(7) 
C(38)-K(1)-C(17) 80.51(8) 
O(2)-K(1)-C(14) 107.06(6) 
O(3)-K(1)-C(14) 112.44(7) 
N(1)-K(1)-C(14) 88.62(6) 
C(12)-K(1)-C(14) 42.09(6) 
C(13)-K(1)-C(14) 23.57(6) 
P(1)-K(1)-C(14) 136.97(5) 
C(11)-K(1)-C(14) 66.29(6) 
C(37)-K(1)-C(14) 125.28(6) 
C(38)-K(1)-C(14) 122.32(8) 
C(17)-K(1)-C(14) 46.06(6) 
O(2)-K(1)-P(2) 109.84(5) 
O(3)-K(1)-P(2) 152.14(5) 
N(1)-K(1)-P(2) 71.35(4) 
C(12)-K(1)-P(2) 49.60(5) 
C(13)-K(1)-P(2) 30.69(5) 
P(1)-K(1)-P(2) 90.90(2) 
C(11)-K(1)-P(2) 52.49(4) 
C(37)-K(1)-P(2) 131.03(5) 
C(38)-K(1)-P(2) 142.45(7) 
C(17)-K(1)-P(2) 71.22(5) 
C(14)-K(1)-P(2) 47.89(5) 
O(1)-K(2)-P(2) 99.91(7) 
O(1)-K(2)-P(1) 86.50(6) 
P(2)-K(2)-P(1) 94.91(2) 
O(1)-K(2)-C(8) 155.78(8) 
P(2)-K(2)-C(8) 97.63(5) 
P(1)-K(2)-C(8) 75.44(5) 
O(1)-K(2)-P(2)#1 101.88(6) 
P(2)-K(2)-P(2)#1 97.66(2) 
P(1)-K(2)-P(2)#1 163.41(2) 
C(8)-K(2)-P(2)#1 92.15(5) 
O(1)-K(2)-C(9) 176.13(8) 
P(2)-K(2)-C(9) 83.38(5) 
P(1)-K(2)-C(9) 95.30(5) 
C(8)-K(2)-C(9) 23.59(6) 
P(2)#1-K(2)-C(9) 75.53(5) 
O(1)-K(2)-C(7) 140.77(7) 
P(2)-K(2)-C(7) 88.91(5) 
P(1)-K(2)-C(7) 54.53(5) 
C(8)-K(2)-C(7) 23.31(5) 
P(2)#1-K(2)-C(7) 114.81(5) 
C(9)-K(2)-C(7) 40.79(6) 
O(1)-K(2)-C(10) 160.36(8) 
P(2)-K(2)-C(10) 60.45(4) 
P(1)-K(2)-C(10) 94.56(5) 
C(8)-K(2)-C(10) 40.43(6) 
P(2)#1-K(2)-C(10) 82.36(5) 
C(9)-K(2)-C(10) 23.03(6) 
C(7)-K(2)-C(10) 46.14(6) 
O(1)-K(2)-K(2)#1 106.71(6) 
P(2)-K(2)-K(2)#1 50.273(19) 
P(1)-K(2)-K(2)#1 143.83(3) 
C(8)-K(2)-K(2)#1 97.33(6) 
P(2)#1-K(2)-K(2)#1 47.386(18) 
C(9)-K(2)-K(2)#1 73.77(5) 
C(7)-K(2)-K(2)#1 108.15(5) 
C(10)-K(2)-K(2)#1 62.01(4) 
O(1)-K(2)-K(1) 98.39(6) 
P(2)-K(2)-K(1) 50.341(18) 
P(1)-K(2)-K(1) 44.847(18) 
C(8)-K(2)-K(1) 80.21(5) 
P(2)#1-K(2)-K(1) 144.83(2) 
C(9)-K(2)-K(1) 85.28(5) 
C(7)-K(2)-K(1) 58.74(4) 
C(10)-K(2)-K(1) 69.55(4) 
K(2)#1-K(2)-K(1) 99.23(2) 
C(1)-P(1)-C(18) 105.56(12) 
C(1)-P(1)-K(1) 108.32(9) 
C(18)-P(1)-K(1) 123.86(8) 
C(1)-P(1)-K(2) 112.26(8) 
C(18)-P(1)-K(2) 117.25(8) 
K(1)-P(1)-K(2) 88.96(2) 
C(13)-P(2)-C(24) 102.69(12) 
C(13)-P(2)-K(2) 123.78(8) 
C(24)-P(2)-K(2) 130.88(9) 
C(13)-P(2)-K(2)#1 115.81(8) 
C(24)-P(2)-K(2)#1 91.81(8) 
K(2)-P(2)-K(2)#1 82.34(2) 
C(13)-P(2)-K(1) 59.63(8) 
C(24)-P(2)-K(1) 108.95(8) 
K(2)-P(2)-K(1) 84.69(2) 
K(2)#1-P(2)-K(1) 159.21(2) 
C(30)-O(1)-C(33) 105.9(3) 
C(30)-O(1)-K(2) 129.8(2) 
C(33)-O(1)-K(2) 115.3(2) 
C(34)-O(2)-C(37) 109.54(19) 
C(34)-O(2)-K(1) 137.69(16) 
C(37)-O(2)-K(1) 111.86(14) 
C(38)-O(3)-C(41) 107.2(2) 
C(38)-O(3)-K(1) 111.93(18) 
C(41)-O(3)-K(1) 124.0(2) 
C(7)-N(1)-C(11) 118.4(2) 
C(7)-N(1)-K(1) 134.61(17) 
C(11)-N(1)-K(1) 96.38(13) 
C(6)-C(1)-C(2) 114.7(2) 
C(6)-C(1)-P(1) 119.5(2) 
C(2)-C(1)-P(1) 125.7(2) 
C(3)-C(2)-C(1) 123.4(3) 
C(2)-C(3)-C(4) 120.4(3) 
C(5)-C(4)-C(3) 118.7(3) 
C(6)-C(5)-C(4) 121.4(3) 
C(5)-C(6)-C(1) 121.3(2) 
C(5)-C(6)-C(7) 117.0(2) 
C(1)-C(6)-C(7) 121.7(2) 
N(1)-C(7)-C(8) 121.1(2) 
N(1)-C(7)-C(6) 117.6(2) 
C(8)-C(7)-C(6) 121.3(2) 
N(1)-C(7)-K(2) 84.77(13) 
C(8)-C(7)-K(2) 73.39(14) 
C(6)-C(7)-K(2) 114.78(16) 
C(7)-C(8)-C(9) 119.9(2) 
C(7)-C(8)-K(2) 83.30(13) 
C(9)-C(8)-K(2) 79.26(14) 
C(10)-C(9)-C(8) 119.0(2) 
C(10)-C(9)-K(2) 83.79(15) 
C(8)-C(9)-K(2) 77.16(15) 
C(11)-C(10)-C(9) 118.5(3) 
C(11)-C(10)-K(2) 83.06(15) 
C(9)-C(10)-K(2) 73.18(16) 
N(1)-C(11)-C(10) 123.0(2) 
N(1)-C(11)-C(12) 114.9(2) 
C(10)-C(11)-C(12) 122.0(2) 
N(1)-C(11)-K(1) 60.60(12) 
C(10)-C(11)-K(1) 153.45(16) 
C(12)-C(11)-K(1) 63.02(12) 
C(17)-C(12)-C(13) 121.0(2) 
C(17)-C(12)-C(11) 118.7(2) 
C(13)-C(12)-C(11) 120.0(2) 
C(17)-C(12)-K(1) 96.82(15) 
C(13)-C(12)-K(1) 76.83(13) 
C(11)-C(12)-K(1) 90.87(15) 
C(12)-C(13)-C(14) 115.1(2) 
C(12)-C(13)-P(2) 119.54(18) 
C(14)-C(13)-P(2) 124.92(19) 
C(12)-C(13)-K(1) 76.16(13) 
C(14)-C(13)-K(1) 96.84(15) 
P(2)-C(13)-K(1) 89.67(10) 
C(15)-C(14)-C(13) 122.8(2) 
C(15)-C(14)-K(1) 96.38(16) 
C(13)-C(14)-K(1) 59.58(13) 
C(16)-C(15)-C(14) 121.1(2) 
C(15)-C(16)-C(17) 118.2(3) 
C(16)-C(17)-C(12) 121.7(2) 
C(16)-C(17)-K(1) 97.71(16) 
C(12)-C(17)-K(1) 59.93(14) 
C(23)-C(18)-C(19) 116.0(2) 
C(23)-C(18)-P(1) 117.1(2) 
C(19)-C(18)-P(1) 126.6(2) 
C(18)-C(19)-C(20) 121.8(2) 
C(21)-C(20)-C(19) 120.9(3) 
C(20)-C(21)-C(22) 119.1(3) 
C(21)-C(22)-C(23) 119.8(3) 
C(18)-C(23)-C(22) 122.4(3) 
C(29)-C(24)-C(25) 116.6(2) 
C(29)-C(24)-P(2) 120.8(2) 
C(25)-C(24)-P(2) 122.3(2) 
C(26)-C(25)-C(24) 122.2(3) 
C(25)-C(26)-C(27) 119.9(3) 
C(28)-C(27)-C(26) 119.9(3) 
C(27)-C(28)-C(29) 120.2(3) 
C(28)-C(29)-C(24) 121.2(3) 
O(1)-C(30)-C(31) 104.4(3) 
C(32)-C(31)-C(30) 104.5(4) 
C(31)-C(32)-C(33) 104.2(4) 
C(32)-C(33)-O(1) 106.8(3) 
O(2)-C(34)-C(35) 106.0(2) 
C(36)-C(35)-C(34) 103.2(2) 
C(37)-C(36)-C(35) 101.3(3) 
O(2)-C(37)-C(36) 106.8(2) 
O(2)-C(37)-K(1) 45.66(12) 
C(36)-C(37)-K(1) 145.1(2) 
O(3)-C(38)-C(39) 103.8(3) 
O(3)-C(38)-K(1) 45.83(14) 
C(39)-C(38)-K(1) 109.7(2) 
C(38)-C(39)-C(40) 105.1(3) 
C(41)-C(40)-C(39) 104.3(3) 
O(3)-C(41)-C(40) 107.6(3)
_______________________________________________________________________________ 
Symmetry transformations used to generate equivalent atoms:  
#1 -x+1,-y+1,-z      
Table 4.   Anisotropic displacement parameters (Å2x 104) for MSW11 (CCDC 787543).  The 
anisotropic displacement factor exponent takes the form: -2π2[ h2a*2U11 + ... + 2 h k a* b* 
U12 ] 
______________________________________________________________________________ 
 U11 U22 U33 U23 U13 U12 
______________________________________________________________________________ 
K(1) 437(4)  511(4) 415(4)  -131(3) 49(3)  -114(3) 
K(2) 540(5)  459(4) 443(4)  -55(3) 9(3)  -67(3) 
P(1) 379(5)  429(4) 429(5)  -97(4) 110(4)  -131(4) 
P(2) 412(5)  375(4) 522(5)  -14(4) -50(4)  -90(4) 
O(1) 970(20)  552(15) 1040(20)  -346(13) -13(17)  -122(14) 
O(2) 699(16)  483(13) 513(14)  -120(10) 138(11)  -247(11) 
O(3) 654(18)  605(14) 818(17)  -62(12) -128(14)  -33(13) 
N(1) 324(15)  318(12) 367(14)  -52(10) 20(12)  -91(11) 
C(1) 283(17)  494(17) 335(17)  -5(14) -56(14)  -131(14) 
C(2) 410(20)  560(20) 434(19)  -22(15) -5(16)  -148(15) 
C(3) 480(20)  640(20) 570(20)  153(19) 37(18)  -224(18) 
C(4) 560(20)  440(20) 870(30)  80(20) 20(20)  -182(18) 
C(5) 440(20)  387(18) 660(20)  1(16) 47(17)  -137(15) 
C(6) 252(17)  429(17) 422(18)  -3(14) -16(14)  -124(13) 
C(7) 327(18)  252(15) 450(19)  -71(13) -14(15)  -39(13) 
C(8) 410(20)  345(16) 530(20)  -73(14) -80(17)  -97(14) 
C(9) 570(20)  372(17) 372(19)  -83(14) -93(17)  -73(15) 
C(10) 480(20)  343(16) 340(18)  -44(13) 20(15)  -73(14) 
C(11) 363(18)  221(14) 355(18)  -59(12) 23(15)  -12(12) 
C(12) 303(18)  351(16) 294(16)  -75(13) 78(13)  -56(14) 
C(13) 334(18)  366(16) 264(15)  -53(12) 76(13)  -59(13) 
C(14) 420(20)  431(17) 378(17)  -29(14) 76(15)  -164(15) 
C(15) 310(19)  540(20) 438(18)  -25(15) 23(15)  -130(16) 
C(16) 320(20)  500(20) 499(19)  6(15) -1(15)  -27(15) 
C(17) 390(20)  358(16) 436(18)  -31(14) 72(15)  -40(15) 
C(18) 346(19)  427(17) 308(16)  -32(13) 17(14)  -73(14) 
C(19) 390(20)  590(20) 540(20)  -137(16) 56(17)  -157(17) 
C(20) 350(20)  770(20) 720(20)  -172(19) 176(18)  -165(19) 
C(21) 500(20)  670(20) 690(20)  -194(18) 143(19)  17(18) 
C(22) 510(20)  499(19) 680(20)  -151(17) 51(19)  -65(18) 
C(23) 370(20)  455(18) 505(19)  -82(15) 43(16)  -107(15) 
C(24) 430(20)  364(16) 311(16)  -6(13) -11(15)  -58(14) 
C(25) 630(20)  468(19) 414(19)  -73(14) 70(17)  -167(16) 
C(26) 740(30)  650(20) 500(20)  69(18) 68(19)  -280(20) 
C(27) 770(30)  410(20) 800(30)  70(19) -60(20)  -199(19) 
C(28) 580(20)  364(19) 840(30)  -198(17) -10(20)  16(16) 
C(29) 430(20)  463(19) 481(19)  -106(15) 76(16)  -60(15) 
C(30) 740(30)  910(30) 1000(30)  -270(20) 60(20)  -320(30) 
C(31) 1060(40)  820(30) 1940(50)  -590(30) -160(40)  -60(30) 
C(32) 770(40)  1230(40) 1030(30)  -90(30) -10(30)  30(30) 
C(33) 920(40)  570(30) 1490(40)  170(30) -470(30)  -340(20) 
C(34) 740(30)  530(20) 570(20)  -19(16) 65(19)  -193(18) 
C(35) 760(30)  540(20) 640(20)  -139(17) 81(19)  -231(18) 
C(36) 560(20)  710(20) 520(20)  -153(17) 79(17)  -255(19) 
C(37) 640(30)  540(20) 630(20)  16(17) 144(19)  -142(18) 
C(38) 590(30)  1020(30) 750(30)  170(20) -20(20)  -180(30) 
C(39) 1020(40)  840(30) 1090(30)  -90(20) 150(30)  -510(30) 
C(40) 850(30)  650(30) 970(30)  -30(20) 10(20)  -10(20) 
C(41) 530(30)  900(30) 790(30)  -170(20) -110(20)  -90(20) 
______________________________________________________________________________ 
